Key indicators: single-crystal X-ray study; T = 125 K; mean (C-C) = 0.003 Å; R factor = 0.027; wR factor = 0.068; data-to-parameter ratio = 22.5.
In the title compound, C 7 H 4 BrFO, the benzaldehyde O atom is found to be trans to the 2-bromo substituent. In the crystal, short BrÁ Á ÁF interactions between the bromine and fluorine substituents are observed at distances of 3.1878 (14), 3.3641 (13) and 3.3675 (14) Å . Offset face-to-face -stacking interactions are also observed for both of the independent molecules in the asymmetric unit running parallel to the crystallographic b axis, characterized by centroid-centroid distances of 3.8699 (2) and 3.8699 (2) Å .
Related literature
For information on the synthesis of 2-bromo-5-fluorobenzaldehyde, see: Dubost et al. (2011) . For vibrational spectroscopic analysis and ab initio structure calculations on 2bromo-5-fluorobenzaldehyde, see: Hiremath & Sundius (2009) . For the use of 2-bromo-5-fluorobenzaldehyde in organic synthesis of biologically active compounds, see: Chen et al. (2013) . For additional information on halogenated aromatic aldehydes in crystal structures, see: Byrn et al. (1993) ; Moorthy et al. (2003) . For information on halogen-halogen interactions in crystal structures, see: Pedireddi et al. (1994) .
Experimental
Crystal data Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL, OLEX2 (Dolomanov et al., 2009) and Mercury (Macrae et al., 2006) . benzaldehyde is the one in which the benzaldehyde oxygen is trans to the 2-bromo substituent (Hiremath & Sundius, 2009 ). The crystal structure of 2-bromo-5-fluorobenzaldehyde reported here is consistent with this finding. The compound may be synthesized by selective ortho-bromination of the appropriate benzaldoxime (Dubost et al., 2011) . The substance has found laboratory application in the synthesis of quinazolinones which are known to show antitumor activity (Chen et al., 2013) . Crystal structures of halogenated aromatic aldehydes have been previously reported (Moorthy et al., 2003) , and they are also known in clathrates (Byrn et al.,1993) .
The titular compound crystallizes with two molecules of 2-bromo-5-fluorobenzaldehyde in the asymmetric unit (Fig. 1) .
The benzaldehyde oxygen is trans to the 2-bromo substituent, with O1-C1-C2-C3 and O2-C8-C9-C10 torsional angles of 174.3 (2)° and 170.2 (2)°, respectively. Several short intermolecuar halogen-halogen interactions can be seen in the structure between fluorine and bromine atoms. Within the asymmetric unit, the F1···Br2 distance of 3.1878 (14) Å is significantly shorter than the sum of the van der Waals radii of bromine and fluorine, 3.40 Å (Pedireddi et al., 1994) .
Somewhat longer, the F2···Br1 i distance 3.3641 (13) and F2···Br1 ii distance 3.3675 (14) Å are about the same as the sum of the van der Waals radii of fluorine and bromine (Fig 2. )
The aromatic compound packs in the solid state with an offset face-to-face π-stacking motif parallel to the crystallographic b-axis (Fig 2. ). Each independent molecule in the asymmetric unit π-stacks with itself. This π-stacking motif is characterized by a centroid-to-centroid distance of 3.8699 (2) Å, centroid-to-plance distance of 3.371 (2) Å, and ring-offset of 1.901 (3) Å for molecule 1 and centroid-to-centroid distance of 3.8699 (2) Å, centroid-to-plance distance of 3.431 (2) Å, and ring-offset of 1.790 (3) Å for molecule 2.
Experimental 2-bromo-5-fluorobenzaldehyde was purchased from Aldrich Chemical Company, USA, and was recrystallized from chloroform.
Refinement
All non-hydrogen atoms were refined anisotropically. Hydrogen atoms on carbon were included in calculated positions and refined using a riding model at C-H = 0.95 Å and U iso (H) = 1.2 × U eq (C) of the aryl C-atoms. The extinction parameter (EXTI) refined to zero and was removed from the refinement.
Computing details
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) , OLEX2 (Dolomanov et al., 2009) and Mercury (Macrae et al., 2006) .
Figure 1
A view of the title compound with the atom numbering scheme. F1···Br2 distance 3.1878 (14) Å. Displacement ellipsoids are shown at the 50% probability level.
Figure 2
A view of the offset face-to-face π-stacking in the structure of title compound, characterized by a centroid-to-centroid distance of 3.8699 (2) Å, centroid-to-plance distance of 3.371 (2) Å, and ring-offset of 1.901 (3) Å for molecule 1 and centroid-to-centroid distance of 3.8699 (2) Å, centroid-to-plance distance of 3.431 (2) Å, and ring-offset of 1.790 (3) Å for molecule 2. F1···Br2 distance 3.1878 (14) Å, F2···Br1 i distance 3.3641 (13), and F2···Br1 ii distance 3.3675 (14) Å.
Displacement ellipsoids are shown at the 50% probability level. Symmetry codes: (i) x + 1, y + 1, z; (ii) -x + 1, y + 1/2, -z + 1/2. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-Bromo-5-fluorobenzaldehyde
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Br1 0.02187 (10) 0.01889 (9) 0.01725 (9) −0.00061 (7) 0.00756 (7) 0.00286 (7) Br2 0.01723 (10) 0.02099 (11) 0.03344 (12) −0.00366 (7) 0.00124 (8) −0.00262 (8) F1 0.0273 (7) 0.0388 (7) 0.0277 (6) −0.0023 (6) 0.0182 (5) 0.0033 (6) F2 0.0148 (6) 0.0395 (7) 0.0314 (7) −0.0053 (5) 0.0095 (5) 0.0010 (6) O1 0.0215 (7) 0.0328 (8) 0.0237 (7) 0.0061 (6) 0.0051 (6) 0.0075 (6) O2 0.0253 (8) 0.0419 (9) 0.0317 (9) −0.0034 (7) 0.0130 (7) −0.0137 (7) C1 0.0164 (8) 0.0208 (9) 0.0212 (9) −0.0006 (7) 0.0064 (7) 0.0012 (7) 0.0171 (9) 0.0176 (9) 0.0224 (9) 0.0011 (7) 0.0039 (7) 0.0010 (7) C5 0.0160 (9) 0.0207 (9) 0.0298 (10) 0.0002 (7) 0.0080 (8) −0.0013 (8) C6
0.0222 (10) 0.0216 (9) 0.0219 (9) −0.0034 (7) 0.0126 (8) −0.0017 (7) C7 0.0196 (9) 0.0179 (8) 0.0164 (8) −0.0032 (7) 0.0044 (7) −0.0011 (7) C8 0.0164 (9) 0.0259 (10) 0.0267 (10) −0.0005 (8) 0.0081 (8) −0.0012 (8) C9 0.0152 (8) 0.0151 (8) 0.0206 (9) 0.0006 (6) 0.0066 (7) 0.0014 (7) C10 0.0145 (8) 0.0144 (8) 0.0221 (9) 0.0000 (6) 0.0023 (7) 0.0016 (7) C11 0.0260 (10) 0.0190 (9) 0.0190 (9) 0.0016 (8) 0.0047 (8) 0.0007 (7) C12 0.0250 (10) 0.0224 (9) 0.0212 (9) 0.0026 (8) 0.0115 (8) 0.0024 (7) C13 0.0143 (9) 0.0214 (9) 0.0221 (9) −0.0001 (7) 0.0061 (7) 0.0038 (7) C14 0.0158 (8) 0.0187 (8) 0.0196 (9) −0.0017 (7) 0.0048 (7) 0.0007 (7) Geometric parameters (Å, º) 
